Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.005 Å; R factor = 0.039; wR factor = 0.084; data-to-parameter ratio = 16.6.
The zinc(II) complex with NOTA [2,2 0 ,2 00 -(1,4,7-triazanonane-1,4,7-triyl)triacetate] has previously been synthesized and studied in solution, but was not isolated. The corresponding title Zn II complex pentasodium(I) bis{[2,2 0 ,2 00 -(1,4,7-triazanonane-1,4,7-triyl)triacetato]zinc(II)} tris(perchlorate) methanol solvate, Na 5 [Zn (C 12 H 18 N 3 O 6 )] 2 (ClO 4 ) 3 ÁCH 3 OH, was crystallized as a sodium perchlorate double salt in methanol solution. The asymmetric unit contains two independent [Zn(NOTA)] À complex anion entities, five sodium cations, three perchlorate anions and a methanol solvent molecule. The two Zn II cations exhibit a distorted trigonal-prismatic N 3 O 3 coordination with a bifacial arrangement of the donor atoms. Neither the methanol solvent molecule nor the perchlorate anions appear to be coordinated to the Zn centres. The crystal structure shows a layer arrangement parallel to (001) generated by interactions between the [Zn(NOTA)] À units, the Na + cations, two ClO 4 À units and the methanole molecule, leading to an overall layer composition of [Na 5 [Zn(C 12 . The third ClO 4 anion is isolated and situated between the layers without any significant interactions.
Related literature
Details on the synthesis of NOTA are given by Desreux (1980) . For NOTA complexes of Al, Cr, Fe, Co, Ni, Cu, Ga and In characterized by X-ray diffraction studies, see: Boeyens & Van der Merwe (1997) ; Bossek et al. (1995) ; Clarke & Martell (1991) ; Craig et al. (1989) ; Jyo et al. (1990) ; Van der Merwe et al. (1983 , 1985 ; Moore et al. (1990) ; Wieghardt et al. (1982) . For general background, see: Geraldes et al. (1985) .
Experimental
Crystal data A novel zinc(II) complex with the ligand 2,2',2''-(1,4,7-triazanonane-1,4,7-triyl)triacetate (NOTA) I. Pereira-García, A. Macías, R. Bastida and L. Valencia Comment NOTA (1,4,7-triazacyclononane-N, N', N''-triacetate) has a well-known preference for small metal ions, and many metal NOTA complexes (M = Al, Cr, Fe, Co, Ni, Cu, Ga and In) have been structurally characterized: (Boeyens & Van der Merwe, 1997; Bossek et al., 1995; Clarke & Martell, 1991; Craig et al., 1989; Jyo et al., 1990; Van der Merwe et al., 1983 , 1985 Moore et al., 1990; Wieghardt et al., 1982) .
Our starting objective was the synthesis of NOTA (1,4,7-triazacyclononane-N,N',N''-triacetate) The correspondent Cd(II) complex was also obtained in methanolic solution, but it has not been isolated in crystalline form.
Refinement
The absolute structure parameter was refined (Flack, 1983 ) and points to racemic twinning, with a ratio of the twin fractions of approximately 3:2. The hydrogen atoms attached to the carbon atoms were located in their calculated positions and refined using a riding model with U(H) equal to 1.2× U eq (1.5 for methyl groups) of the parent atom and C-H= 0.97 Å. The hydrogen atom attached to the oxygen atom in the methanol molecule was localized in a Fourier map and refined with U iso constrained to be 1.5 × U eq of the O atom. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. O6-C12-C11 119.9 (3) O21-Na3-O5P 
